: Crystal data, data collection and refinement methods for methyl propanoate.
Crystal data C 4 H 8 O 2 M r = 88.11 Triclinic, Z = 4 1 P a = 5.9523 (5) Å Mo Kα radiation, λ = 0.71073 Å b = 6.7864 (5) Å μ = 0.09 mm −1 c = 12.7209 (11) Å T = 150 K α = 87.987 (3)° 0.80 × 0.10 × 0.10 mm β = 89.585 (3)°γ = 84.399 (4)°V = 511.08 (7) Å 3
Data collection
Nonius KappaCCD diffractometer 1996 independent reflections Absorption correction: Multi-scan DENZO/SCALEPACK [9] 1419 reflections with I > 2.0σ(I) T min = 0.62, T max = 1.00 R int = 0.041 6235 measured reflections Refinement R[F 2 > 2σ(F 2 )] = 0.064 0 restraints wR(F 2 ) = 0.212
Only H-atom coordinates refined S = 0.88 Δρ max = 0.33 e Å −3 1996 reflections Δρ min = −0.32 e Å −3 157 parameters Figure S1: Numbering scheme for methyl propanoate. Table S2 : Observed and calculated structural parameters for methyl propanoate. In the crystal the almost planar molecule is called C s and the skew molecule is called C 1 .
Crystal
Gas phase Experimental Computational X-ray at 150 K CASTEP Gaussian 03 
